Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.005 Å; R factor = 0.050; wR factor = 0.143; data-to-parameter ratio = 12.9. organic compounds o1048 Ren and Wang
In the crystal structure of the title compound, C 10 H 7 ClF 3 N 3 O, pairs of molecules are connected into dimers via pairs of C-HÁ Á ÁO hydrogen bonds. The dihedral angle between the benzene ring and attached triazolone ring is 53.2 (1) .
Related literature
For background to this class of compound, see: Ager & Polz (1996) ; Li & Han (2010) . For the synthesis of the title compound, see: Jaidev & Plainsboro (1998) . For bond-length data, see: Allen et al. (1987) .
Experimental
Crystal data 
Data collection
Enraf-Nonius CAD-4 diffractometer Absorption correction: scan (North et al., 1968) T min = 0.899, T max = 0.965 4290 measured reflections 2115 independent reflections 1273 reflections with I > 2(I) R int = 0.036 3 standard reflections every 200 reflections intensity decay: 1% Refinement R[F 2 > 2(F 2 )] = 0.050 wR(F 2 ) = 0.143 S = 1.00 2115 reflections 164 parameters H-atom parameters constrained Á max = 0.23 e Å À3 Á min = À0.34 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 1; y; Àz À 1 2 .
Data collection: CAD-4 Software (Enraf-Nonius, 1985) ; cell refinement: CAD-4 Software; data reduction: XCAD4 (Harms & Wocadlo, 1995) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXS97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. supplementary materials Acta Cryst. (2012) . E68, o1048 [doi:10.1107/S1600536812009452] 1-(4-Chloro-2-fluorophenyl)-4-difluoromethyl-3-methyl-1H-1,2,4-triazol-5(4H)one
Dong-mei Ren and Yong-yi Wang Comment
The title compound is an important intermediate used to synthesize the Carfentrazone-ethyl, which can be utilized to synthesize herbicides (Jaidev & Plainsboro, 1998) , which are of wide interest for applications in control of broadleaf weeds and sedges (Ager & Polz, 1996) . They are widely used in protection of wheat, barley, oats, rice, corn, etc (Li & Han, 2010) . We report here the crystal structure of the title compound, (I), which is of interest to us in the field.
The molecular structure of (I) is shown in Figure 1 . In the structure, the molecules were connected together via C-H···O intermolecular hydrogen bonds (Table 1 and Figure 2 .) to form dimers. The dihedral angle of the rings A(C1-C6),
Experimental
The title compound, (I) was prepared by a method reported in literature (Jaidev & Plainsboro, 1998) . The crystals were obtained by dissolving (I) (0.2 g) in acetone (50 ml) and evaporating the solvent slowly at room temperature for about 10 d.
Refinement
All H atoms were positioned geometrically and constrained to ride on their parent atoms, with C-H = 0.93 Å for aromatic H and 0.96 Å for alkyl H. The U iso (H) = xU eq (C), where x = 1.2 for aromatic H, and x = 1.5 for alkyl H.
Computing details
Data collection: CAD-4 Software (Enraf-Nonius, 1985) ; cell refinement: CAD-4 Software (Enraf-Nonius, 1985) ; data reduction: XCAD4 (Harms & Wocadlo, 1995) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXS97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL (Sheldrick, 2008 The molecular structure of (I), with the atom-numbering scheme. Displacement ellipsoids are drawn at the 50% probability level.
Figure 2
A packing diagram of (I) showing the dimers formed by C-H···O H-bonds.
1-(4-Chloro-2-fluorophenyl)-4-difluoromethyl-3-methyl-1H-1,2,4-triazol-5(4H)-one
Crystal data Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Cl 0.07385 (7) 0.56530 (8) 
